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Methacrolein, CH2 = C(CH3)CHO or MAC, is an important atmospheric molecule because it is a major product of
the isoprene-OH reaction. Meanwhile the spectroscopic information on MAC is very scarse. a b
On the theoretical side, we have performed quantum calculations at different levels of theory (DFT and ab initio) to
model the structure of the two conformers, the large amplitude motion associated with the methyl top, and the anharmonic
vibrational structure.
On the experimental side, we have at first characterized the millimeter-wave spectrum of MAC in the 150-465 GHz
range using the Lille frequency multiplication chain spectrometer. In particular the ground state has been analyzed up to J,
Ka = 37, 17 and the first excited states are currently investigated.
Secondly, FTIR spectra have been recorded on the AILES beamline of SOLEIL using a long path cell, between 30
and 3500 cm 1at medium resolution (0.5 cm 1). A few bands of atmospheric interest have also been recorded at higher
resolution (0.001 cm 1). We will report the details of the vibrational analysis, as well as the molecular parameters derived
from the analysis of the high resolution spectrum of the c-type band located around 930 cm 1.
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